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Sodium  atoms,  in  argon  fluid,  381 
Solid-state  reactions,  activation 
energies  of,  393 

Solute,  position  of  in  simulations, 
812 

Solvation,  continuum  model  of,  in 
water,  1 

Solvation,  electrostatic  calculations 
in,  569 

Solvation,  electrostatic  potentials 
from  dynamics,  313 
Solvation  energy,  calculation  of, 
1072 

Solvation,  free  energies,  for  small 
moleucles  in  water,  902 
Solvation,  hybrid  QM /MM  model 
for,  1061 

Solvation,  hydrophobic,  115 
Solvation,  Poisson-Boltzmann 
correction  in  docking,  723 
Solvation,  Poisson-Boltzmann 
equation  for,  342 

Solvation,  position  of  solute  in,  812 
Solvation,  solvent  accessible 
surface,  1656 

Solvent  effects  on  proton  transfer, 
density  functional  theory 
calculations  on,  1993 
Substructures,  molecular, 

exhaustive  enumeration  of,  86 
Sulfides,  molecular  mechanics 
calculations  on,  1827 


Superposition  of  molecules, 
calculations  of,  638,  826 
Surface  property  descriptors, 
effect,  182 

Surface,  solvent  accessible,  1656 

Transition  metal  complexes, 
optimization  of,  45 
Transition  metal  complexes, 

valence  bond  calculations  on, 
1863 

Valence  bond  calculations,  on 
transition  metal  complexes, 

1863 

Van  der  Waals  parameters,  from 
ab  initio  calculations,  211 
van  der  Waals  potentials,  Ewald 
sums  for,  1365 

Vibrational  dynamics,  quantum 
Monte  Carlo,  702 
Vibrational  spectra,  improved 
simulation  of  with  Cartesian 
coordinates,  646 
Vibrational  spectra,  of 
isotopomers,  1282 
Vitamin  D,  ab  initio  calculations 
on,  1647 

Voronoi  volumes,  1113 

Xenon  fluorides,  relativistic 
calculations  on,  601 

Zeolite  catalysis,  embedded  cluster 
model  of,  562 


VOL  18,  NO.  16 


